Key indicators: single-crystal X-ray study; T = 113 K; mean (C-C) = 0.003 Å; disorder in main residue; R factor = 0.038; wR factor = 0.096; data-to-parameter ratio = 14.5.
In the molecule of the title compound, C 28 H 40 N 2 O 2 , the tertbutyl group is disordered over two positions; site-occupation factors were kept fixed at 0.5. The morpholine ring has a chair conformation. Intramolecular O-HÁ Á ÁN hydrogen bonding results in the formation of a planar six-membered ring, which is oriented at a dihedral angle of 0.70 (3) with respect to the adjacent aromatic ring. The dihedral angle between the benzene rings is 67.66 (3) .
Related literature
For general background, see: Younkin et al. (2000) ; Gibson & Spitzmesser (2003) . For ring puckering parameters, see: Cremer & Pople (1975) .
Experimental
Crystal data C 28 H 40 N 2 O 2 M r = 436.62 Orthorhombic, Pna2 1 a = 10.086 (2) Å b = 20.394 (4) Å c = 12.750 (3) Å V = 2622.8 (10) Å 3 Z = 4 Mo K radiation = 0.07 mm À1 T = 113 (2) K 0.12 Â 0.10 Â 0.06 mm
Data collection
Rigaku Saturn diffractometer Absorption correction: multi-scan (Blessing, 1995) T min = 0.992, T max = 0.996 25483 measured reflections 4618 independent reflections 4314 reflections with I > 2(I) R int = 0.040 Refinement R[F 2 > 2(F 2 )] = 0.037 wR(F 2 ) = 0.095 S = 1.04 4618 reflections 318 parameters H-atom parameters constrained Á max = 0.18 e Å À3 Á min = À0.13 e Å À3 Table 1 Hydrogen-bond geometry (Å , ). 83 2.5630 (18) 148 In the molecule of the title compound, (I), (Fig. 1 ) the bond lengths and angles are within normal ranges. When the crystal structure was solved, the three methyl groups of tert-butyl bonded to the phenoxy ring were found to be disordered.
Ring A (O1/N1/C1-C4) is not planar, having total puckering amplitude, Q T , of 1.022 (3) (Cremer & Pople, 1975) . The intramolecular O-H···N hydrogen bond (Table   1 ) results in the formation of a planar six-membered ring C (O2/H2/N2/C7/C8/C16), which is oriented with respect to rings B (C6-C11) and D (C17-C22) at dihedral angles of B/C = 0.70 (3)° and C/D = 67.93 (4)°. So, rings B and C are also nearly coplanar. The dihedral angle between rings B and D is B/D = 67.66 (3)°.
Experimental 2,6-Diisopropylaniline (3.94 g, 22.2 mmol) was added via syringe to a solution of 5-tert-butyl-2-hydroxy-3-(morpholinomethyl)benzaldehyde (6.15 g, 22.2 mmol) in EtOH (100 ml). The solution was refluxed for 12 h, and then dried over magnesium sulfate, filtered and the volatiles were removed under reduced pressure. Extraction into pentane (10 ml) was followed by cooling to 243 K afforded yellow crystals of (I) (yield; 70%). Spectroscopic analysis: IR (KBr, ν, cm −1 ): 3055.8, 3027.2, 2961.6, 2864.9, 1618.8, 1584.9, 1468.4, 1358.9, 1276.7, 1119.2, 865 (7) 0.0116 (7) −0.0014 (7) O2 0.0244 (6) 0.0340 (7) 0.0254 (6) 0.0025 (5) −0.0045 (5) −0.0040 (5) N1 0.0278 (7) 0.0262 (7) 0.0254 (7) 0.0053 (6) 0.0026 (6) −0.0005 (6) N2 0.0264 (7) 0.0319 (7) 0.0259 (7) −0.0017 (6) −0.0010 (6) −0.0038 (6) C1 0.0386 (10) 0.0301 (9) 0.0523 (13) 0.0022 (8) (7) −0.0022 (7) C17 0.0242 (8) 0.0360 (9) 0.0261 (9) −0.0023 (7) −0.0027 (7) −0.0071 (7) C18 0.0262 (9) 0.0412 (10) 0.0306 (10) −0.0007 (7) −0.0020 (8) −0.0046 (8) C19 0.0355 (9) 0.0514 (11) 0.0267 (9) −0.0003 (8) 0.0009 (8) −0.0082 (9) C20 0.0445 (11) 0.0454 (11) 0.0330 (11) −0.0009 (9) 0.0032 (9) −0.0143 (9) C21 0.0484 (11) 0.0324 (9) 0.0392 (11) −0.0010 (8) −0.0012 (9) −0.0095 (8) C22 0.0349 (9) 0.0350 (9) 0.0295 (9) −0.0026 (7) −0.0029 (8) −0.0047 (7) (14) H14B-C14-H14C 109.5 C7-O2-H2 109.5 C12-C15-H15A 109.5 C1-N1-C4 108.69 (14) C12-C15-H15B 109.5
